Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.050; wR factor = 0.151; data-to-parameter ratio = 15.4.
The asymmetric unit of the title compound, C 15 H 15 N 3 O 2 S, contains two independent molecules corresponding to the R and S enantiomers. The dihydropyrimidinone rings adopt a flattened boat conformation. One of the ethyl groups is disordered over two orientations with occupancy factors of 0.700 (7) and 0.300 (7). In the crystal structure, molecules are linked by intermolecular N-HÁ Á ÁO hydrogen-bonding interactions into one-dimensional chains along the c-axis direction. The chains are further connected by N-HÁ Á ÁS hydrogen bonds, forming a three-dimensional network.
Related literature
For the synthesis and the pharmaceutical applications of pyrimidinones, see: Atwal (1990) ; Steele et al. (1998); Manjula et al. (2004) ; Matsuda & Hirao (1965) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). pound, ethyl 4-(4-cyanophenyl)-6-methyl-2-thioxo-1,2,3,4-tetrahydro-pyrimidine-5-carboxylate (Fig. 1) .
The asymmetric unit of the title compound contains two independent molecules corresponding to the R-and S-enantiomers. One ethyl group (C6-C7) is disordered over two orientations with refined occupancy factors of 0.700 (7) and 0.300 (7). The dihydropyrimidinone rings adopt a flattened boat conformation. In the crystal structure, the molecules are linked by intermolecular N-H···O hydrogen bonding interactions (Table 1) into one-dimensional chains along the c direction (Fig. 2) . The chains are further connected by N-H···S hydrogen bonds forming a three-dimensional network.
The title compound was synthesized by refluxing 4-cyanobenzaldehyde (2 mmol), ethyl acetoacetate (2 mmol), thiourea (3 mmol) and NH 4 Cl (1 mmol) in acetic acid (10 ml) at 100 °C for 8 h. The reaction mixture was then allowed to stand at room temperature and the product formed was filtered, washed with ethanol followed by water and dried. (7) is disordered over two positions with occupancies of 0.700 (7) and 0.300 (7), and all disordered atoms were subjected to a rigid bond restraint.
Figures Fig. 1 . The content of asymmetric unit of the title compound showing the atom numbering scheme and displacement ellipsoids drawn at the 30% probability level. H atoms are omitted for clarity. Symmetry codes: (i) x, y−1, z; (ii) −x+1, −y+1, −z+1; (iii) −x+1, −y+1, −z.
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